Supplementary Material
CH 2 CHCl 2 144,274,296,399,580,647,718,1003,1128,1242,1301,1440,3135,3136,3256 (165,267,294,397,588,651,728,1001,1112,1230,1296,1436,3109,3135,3235) CH 2 CH 2 Br 260, 264,464,673,766,1019,1097,1194,1240,1443,1485,3093,3129,3164,3241 (259,301,455,679,771,1012,1071,1183,1240,1446,1493,3075,3105,3147,3219) CH 2 CHBr 2 153,180,251,337,504,577,655,984,1122,1177,1272,1440,3131,3152,3250 (148,179,250,338,500,580,651,983,1100,1176,1270,1437,3105,3138,3229) CH 3 CH 2 Cl 262, 332,689,780,990,1080,1092,1271,1322,1404,1469,1476,1484,3017,3068,3094,3103,3133 (283,329,691,779,978,1073,1079,1264,1315,1399,1477,1481,1490,2996,3054,3073,3083,3122) [251,336,677,786,974,974,1081,1251,1289,1385,1448,1448,1463,2881,2946,2967,2986,3014] b CH 3 CHCl 2 271,281,320,405,661,724,995,1071,1109,1271,1305,1407,1465,1469,3028,3112,3116,3135 (266,273,322,400,669,749,988,1075,1096,1258,1289,1405,1474,1476,2999,3078,3092,3130) 8 CH 3 CH 2 Br 261, 286,582,765,978,1036,1084,1258,1282,1401,1469,1472,1482,3013,3075,3090,3105,3143 (283,287,587,776,968,1031,1070,1256,1271,1401,1482,1482,1497,2994,3050,3069,3083,3118) [247,290,583,770,964,964,1061,1247,1258,1386,1451,1451,1451,2880,2937,2988,2988,3018] b CH 3 CHBr 2 172,260,289,341,556,633,974,1059 ,1096 ,1207 ,1281 ,1404 ,1464 ,1469 ,3023,3103,3117,3146 (171,270,297,341,558,644,971,1066 ,1081 ,1213 ,1279 ,1405 ,1473 ,1482 ,3000,3078,3093,3131) TS1 113i,51,55,320,335,559,603,681,777,799,1068 ,1085 ,1265 ,1280 ,1446 ,1481 ,1714 ,3084,3109,3149,3217 (167i,50,66,301,364,545,615,681,779,796,1061 ,1068 ,1253 ,1259 ,1449 ,1487 ,1707 ,3064,3084,3132,3194) TS2 194i,44,48,270,296,359,400,576,647,681,723,792,1015 ,1115 ,1241 ,1297 ,1436 ,1531 ,3108,3128,3222 (177i,45,50,264,289,349,398,559,633,679,727,795,1010 ,1099 ,1228 ,1282 ,1433 ,1626 ,3084,3127,3201) TS3 127i,48,52,268,366,528,609,644,769,801,1026 ,1090 ,1218 ,1252 ,1443 ,1480 ,1613 ,3095,3109,3165,3216 (135i,44,58,261,392,518,593,652,771,795,1023 ,1069 ,1209 ,1248 ,1448 ,1488 ,1660 ,3075,3083,3146,3192) TS4 207i,37,46,165,241,332,385,528,597,642,689,797,998,1106 ,1175 ,1268 ,1436 ,1475 ,3103,3144,3215 (174i,36,53,165,241,338,376,526,590,633,692,798,994,1086 ,1159 ,1257 ,1435 ,1556 ,3078,3125,3192) CR1 24,37,53,237,302,338,361,640,744,775,1067 ,1089 ,1260 ,1275 ,1445 ,1482 ,2393 ,3082,3117,3146,3227 CR2 18,29,55,167,203,239,275,298,400,575,645,715,1007 ,1130 ,1247 ,1304 ,1440 ,2608 ,3134,3136,3257 CP2 21,43,76,271,281,318,403,655,718,993,1070 ,1110 ,1268 ,1303 ,1407 ,1465 ,1467 ,3029,3114,3119,3139 CR3 22,32,48,260,269,318,380,504,746,766,1022 ,1093 ,1207 ,1247 ,1442 ,1484 ,2389 ,3094,3118,3164,3228 9 CR4 11,16,39,120,171,211,252,261,337,517,563,655,981,1124 ,1178 ,1274 ,1440 ,2583 ,3133,3154,3253 CP4 28,53,95,174,262,290,339,552,627,975,1057 ,1098 ,1202 ,1282 ,1405 ,1464 ,1468 a From ref. [20] b From ref.
[21] 
